Key indicators: single-crystal X-ray study; T = 200 K; mean (C-C) = 0.002 Å; R factor = 0.036; wR factor = 0.095; data-to-parameter ratio = 13.5.
In the structure of the title compound, [Mg(C 7 H 3 N 2 O 6 ) 2 -(H 2 O) 4 ]Á4H 2 O, the slightly distorted octahedral MgO 6 coordination polyhedron comprises two trans-related carboxylate O-atom donors from mononodentate 3,5-dinitrobenzoate ligands, and four water molecules. The coordinating water molecules and the four water molecules of solvation give both intra-and inter-unit O-HÁ Á ÁO hydrogen-bonding interactions with carboxylate, water and nitro O-atom acceptors, forming a three-dimensional structure.
Related literature
For the structures of some magnesium complexes with nitrosubstituted benzoic acids, see: Morgant et al. (2006) ; Srinivasan et al. (2007 Srinivasan et al. ( , 2011 Arlin et al. (2011) .
Experimental
Crystal data [Mg(C 7 Table 1 Selected bond lengths (Å ). 2.0929 (14) 2.0732 (13) 2.1024 (14)
Mg1-O4W 2.0804 (13) 2.0304 (13) 2.0237 (13) Table 2 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 1; (ii) x þ 1; y; z; (iii) Àx þ 1; Ày; Àz þ 1; (iv) Àx þ 2; Ày þ 1; Àz þ 1; (v) Àx þ 2; Ày; Àz þ 1; (vi) x; y; z þ 1. (Table 2) , giving a three-dimensional structure (Fig. 2) .
In the present complex, the two 3,5-dinitrobenzoate ligands are conformationally similar, with the carboxyl groups lying 
The title compound was synthesized by the addition of excess MgCO 3 to 15 ml of a hot aqueous ethanolic solution (10:1) of 3,5-dinitrobenzoic acid (0.1 g). After completion of the reaction, the excess MgCO 3 was removed by filtration and the solution was allowed to evaporate to partial dryness at room temperature, giving colourless plates of the title compound from which a specimen was cleaved for the X-ray analysis.
Refinement
Hydrogen atoms on all water molecules were located by difference methods and both positional and isotropic displacement parameters were initially refined but these were then allowed to ride, with U iso (H) = 1.5U eq (O). Other Hatoms were included in the refinement at calculated positions [C-H = 0.93 Å] with U iso (H) = 1.2U eq (C) also using a riding-model approximation. Molecular configuration and atom naming scheme for the title complex, with displacement ellipsoids drawn at the 50% probability level. Hydrogen bonds are shown as dashed lines.
Computing details

Figure 2
A perspective view of the title complex showing hydrogen-bonding interactions as dashed lines and with non-associative H-atoms omitted. For symmetry code (i), see Table 2 .
Tetraaquabis(3,5-dinitrobenzoato-κO
)magnesium tetrahydrate
Crystal data
Hall symbol: -P 1 a = 7.1748 ( ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 0.0267 (9) 0.0227 (9) 0.0203 (9) 0.0021 (7) 0.0073 (7) 0.0048 (7) C3A 0.0269 (9) 0.0278 (9) 0.0160 (8) 0.0013 (7) 0.0077 (7) 0.0033 (7) C3B 0.0242 (9) 0.0284 (9) 0.0160 (8) 0.0041 (7) 0.0064 (7) 0.0042 (7) C4A 0.0298 (9) 0.0313 (10) 0.0178 (8) −0.0032 (7) 0.0047 (7) 0.0114 (7) C4B 0.0254 (9) 0.0307 (9) 0.0204 (9) 0.0003 (7) 0.0069 (7) 0.0102 (8) C5A 0.0278 (9) 0.0187 (8) 0.0214 (9) −0.0011 (7) 0.0017 (7) 0.0067 (7) C5B 0.0237 (8) 0.0226 (9) 0.0225 (9) 0.0005 (7) 0.0031 (7) 0.0071 (7) C6A 0.0242 (8) 0.0216 (8) 0.0173 (8) 0.0006 (7) 0.0051 (7) 0.0034 (7) C6B 0.0247 (9) 0.0265 (9) 0.0167 (8) 0.0024 (7) 0.0055 (7) 0.0034 (7) C11A 0.0265 (9) 0.0220 (9) 0.0160 (8) 0.0018 (7) 0.0054 (7) 0.0057 (7) C11B 0.0266 (9) 0.0254 (9) 0.0198 (9) 0.0039 (7) 0.0072 (7) 0.0061 (7) O5W 0.0327 (7) 0.0281 (7) 0.0284 (7 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (
